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Table S5: Moleculesa studied in this work.
sp3 hybridized carbon
1 2 3 4 5 6 7 8
9 10 11 12 13 14 15 16
17 18 19 20 21 22 23 24
25 26 27 28 29 30
sp2 hybridized carbon
31 32 33 34 35 36 37 38
39 40 41 42 43 44 45 46
47 48
sp hybridized carbon
49 50 51 52 53 54 55 56
57
aromatic hybridized carbon
58 59 60 61 62 63 64 65
66 67 68









































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































Figure S2: Deviations ∆JCalc = 1JCalcCH − 1JExpCH against the number of contracted basis functions.
B3LYP functional was used.
15
Figure S2: Deviations ∆JCalc = 1JCalcCH − 1JExpCH against the number of contracted basis functions.
(Continuation, part 2)
16
Figure S2: Deviations ∆JCalc = 1JCalcCH − 1JExpCH against the number of contracted basis functions.
(Continuation, part 3)
17
Figure S2: Deviations ∆JCalc = 1JCalcCH − 1JExpCH against the number of contracted basis functions.
(Continuation, part 4)
18
Figure S2: Deviations ∆JCalc = 1JCalcCH − 1JExpCH against the number of contracted basis functions.
(Continuation, part 5)
19
Figure S2: Deviations ∆JCalc = 1JCalcCH − 1JExpCH against the number of contracted basis functions.
(Continuation, part 6)
20
Figure S2: Deviations ∆JCalc = 1JCalcCH − 1JExpCH against the number of contracted basis functions.
(Continuation, part 7)
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Figure S2: Deviations ∆JCalc = 1JCalcCH − 1JExpCH against the number of contracted basis functions.
(Continuation, part 8)
22
Figure S3: Deviation ∆JCalc =1 JCalcCH − 1JExpCH against the indicated functional/basis set approach.
Open symbols correspond to values corrected using the a(1) independent term obtained for the
whole set-1.
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Figure S3: Deviation ∆JCalc =1 JCalcCH − 1JExpCH against the indicated functional/basis set approach.
(Continuation, part 2)
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Figure S3: Deviation ∆JCalc =1 JCalcCH − 1JExpCH against the indicated functional/basis set approach.
(Continuation, part 3)
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Figure S3: Deviation ∆JCalc =1 JCalcCH − 1JExpCH against the indicated functional/basis set approach.
(Continuation, part 4)
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Figure S3: Deviation ∆JCalc =1 JCalcCH − 1JExpCH against the indicated functional/basis set approach.
(Continuation, part 5)
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Figure S3: Deviation ∆JCalc =1 JCalcCH − 1JExpCH against the indicated functional/basis set approach.
(Continuation, part 6)
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Figure S3: Deviation ∆JCalc =1 JCalcCH − 1JExpCH against the indicated functional/basis set approach.
(Continuation, part 7)
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Figure S3: Deviation ∆JCalc =1 JCalcCH − 1JExpCH against the indicated functional/basis set approach.
(Continuation, part 8)
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